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Table S2. Description of molecular descriptors used in 2D and 3D RP models

Molecular descriptors  Meaning

Molecular_weight Molecular weight calculated in descriptor calculation module in
(MW) PreADMET 2.0
No H bond _donors Number of atoms that can be used as hydrogen bond donors

(No_HB _Donor)
No_H_bond_acceptors Number of atoms that can be used as hydrogen bond acceptors

Topological_PSA Molecular polar surface area based on surface contribution of polar
fragments
C_PSA Molecular polar surface area based on exposed surface area of polar

atoms on Connolly surface

SFED_logP logP based on Solvation Free Energy Density models

Table S3. Summary of results from SVM classifications using descriptors in 2D and 3D RP models

Using 2D descriptors Using 3D descriptors
Accuracy 0.815 0.796
Sensitivity 0.857 0.850
Specificity 0.763 0.727

Table S4. Overall results from SVM classifications of Table S3

Name Smiles class SVM_2D SVM_3D
_pred. _pred.

Aldicarb CNC(=0)O¥N=CHC(C)(C)SC Non_sub Non_sub Non_sub
Aldoxycarb CNC(=0)ON=CHC(C)(C)S(=0)(=0)C Non_sub Non_sub Non_sub
Amantadine NC12CC3CC(CC(C3)C)C2 Non_sub Non_sub Non_sub
Aminocarb CNC(=0)Oclecc(N(C)C)ec(C)el Non_sub Non_sub Non_sub
Antipyrine CN1IN(C(=0)C=C1C)c2ccccc2 Non_sub Non_sub Non_sub
Atenolol CC(C)NCC(0)COcLecc(CC(=0)N)ccl Non_sub Non_sub Non_sub
Atrazine CCNelnc(Chne(NC(C)C)nl Non_sub Non_sub Non_sub
BIBW22 CIC@@HIICN(CIC@H](O)01)c2nc(N(CCO)CC( Non_sub sub sub

C)(C)O)c3nc(cdcccced)e(ne3n2)NSCIC@@H](C
JO[C@@H](C)C5
Biperiden OC(CCN1CCCCCL)(C2CC3CC2C=C3)cdcccccd Non_sub sub sub

Carbary| CNC(=0)Oclcccc2eccccl2 Non_sub Non_sub Non_sub
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Carmustine CICCNC(=O)N(CCCIN=0 Non_sub Non_sub Non_sub

Chlorambucil OC(=0)CCCclccc(cc)N(CCChCCCl Non_sub Non_sub Non_sub

Clonidine Clelecee(Cl)cINC2=NCCN2 Non_sub sub sub

Cyclophosphamide ~ CICCN(CCCI)P1(=O)NCCCO1 Non_sub Non_sub Non_sub

Deoxycorticosterone  CIC@]12CCIC@HI3[C@Q@H](CCC4=CC(=0)CC  Non_sub sub Non_sub
[C@]340)[C@@H]1CCIC@@H]2C(=0)CO

Dialifos CCOP(=S)(0OCC)SC(CCI)N1C(=0)c2ccccc2Cl= Non_sub Non_sub Non_sub

‘

Doxy|amine CN(C)CCOC(C)(cleececl)c2cecen? Non_sub Non_sub N on_su b

Epipodophyllotoxin COclec(cc(OC)c100)[C@HI2[C@@HIB[C@HI(  Non_sub sub Non_sub
COC3=0)[C@H](O)cdcc50C0c5cc24

Flumazenil CCOC(=0)c1ncn2c1CN(C)C(=0)c3cc(F)cec23 Non_sub Non_sub N on_su b

Guanabenz NC(=NWN=CWclc(Cl)cccclCI)N Non_sub Non_sub Non_sub

Imipramine CN(C)CCCN1c2cccec2CCe3ceccecl3 Non_sub Non_sub sub

Itraconazole CCC(C)NIN=CN(C1=0)c2ccc(cc2)N3ICCN(CC3 NOﬂ_SLIb Non_sub Non_sub
Jcdcec(OC[C@H]SCO[C@@](Cnbenenb)(O5)c7
ccc(Clyec7Cleccd

Ketoconazole CC(=0)N1CCN(CCL)c2cce(OC[C@H]3CO[C@ Non_sub Non_sub Non_sub
@](Cndcencd)(03)c5cec(Cl)ee5Clec2

Lidocaine CCN(CO)CC(=0)Nclc(C)eccclC Non_sub Non_sub sub
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Mannitol OC[C@@H](O)[C@@H)O)C@HIO)C@HIO)  Non_sub Non_sub Non_sub
co

Mephentermine CNC(O)(CO)Ccleccecd Non_sub Non_sub Non_sub

Methoxychlor COcleec(ce1)C(c2cec(0C)ce2)C(CH(ChC Non_sub Non_sub Non_sub

Mevinphos COC(=OMC=C(/OWOP(=0)(0C)0C Non_sub Non_sub Non_sub

Midazolam Cclncc2CN=C(c3cccce3F)cdec(Cl)cccdnl2 Non sub Non sub Non sub

Naloxone Oclecc2C[C@HIBN(CC=C)CCIC@@MS[C@@  Non_sub sub sub
H](Oc1c24)C(=0)CC[C@@]350

Nigericin CO[C@@H]IC[C@@H](C[C@H]2CCIC@HIC)l  Non_sub sub sub
Ce@H](02)[C@@H](C)C(=0)0)0[C@]3(0[C
@@](Q)(CIC@H]3Q)[C@HACCIC@](C)(O4H[C
@@H]50[C@H](C[C@@H]5C)[C@H]60[C@@

1(0)(CO)[C@H](C)C[C@@H]6C)[C@@H]1C

Nitrendipine CCOC(=0)C1=C(C)NC(=C(Clc2ccecc(c2)[N+](= Non_sub Non_sub Non_sub
0)[O-))C(=0)0C)C

NSC268251 CC(C)CCCCCCCCCCCCC(=0)NCC(=0)NCIC(C) Non_sub sub sub
OC(Nc2ncne3nc[nH]c23)C(O)C10

NSC314622 COclec2C(=0)N(C)C3=C(C(=0)c4cc50C0c5¢c Non_sub Non_sub Non_sub
c34)c2cc10C

NSC49899 CCOC(=0)CICIN(QIC(C(C(=0)0CO)C1=0)c2cc Non_sub sub sub
ccc2)c3cecec3

NSC615985 CUQAOC(=0)clec(NC(=0)C2=C(Q)0CCS2)ccc . Non_sub sub Non_sub
1l

NSC623083 COclcccccINS(=0)(=0)c2cc(ccc20CCOc3ccc(  Non_sub sub sub
cc35(=0)(=0)NcdcccccdOC)C(C)C)O)CONC)IC

NSC630357 CC(C(=NNC(=0)clc(0)cec2eececl2)CCC(=0)N Non_sub sub sub
c3cc(C)cecc3C)C(=0)cdccc(O)ccd
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NSC633528 CN(C)CCCCN1CCc2¢(C1=0)n(C)c3cceecc23 Non_sub N on_sub sub

NSC648403 CS(=0)(=0)cle(N)e2nc(Clicn2c3ncdcccccdncl Non_sub Non_sub Non_sub

‘

NSC664565 CC1C=C(C)c2ccccc2N(CC3=NCCN3)C1C Non_sub sub sub

NSC667532 OC[C@@H]10[C@@H]([C@@H](O)IC@@H](  Non_sub Non_sub sub
0)C10)N2C3=C(CCCC3)C(=C(C#N)C2=S)c4oc

ccd

NSC667551 CC(=0)C1=C(C)N(C20C(CO)C(O)C(O)C20)C(= Non_sub Non_sub sub
S)C(=Clc3occc3)C#N

NSC667560 CC(=0)0CC1OC(C(OC(=0)O)C(0C(=0)C)CI0  Non_sub Non_sub Non_sub
C(=0)C)N2C(=C(C(=0)C)C(=C(C#N)C2=S)c30

ccc3)C

NSC671400 S=CINMC(=N/c2cccc[n+]2Cc3ccccc3)WN(/C/ Non_sub Non_sub Non_sub
1=N/cdcceccd)cScecce5)cbeccech

NSC674570 COclcececlC2SCC(=0)N2c3ccc(cc3)cdecc(ccd)  Non_sub Non_sub Non_sub
N5C(=0)cbecccc6N=C5c¢7cccec7

NSC676602 CC1=C(C#N)C(=S)N(C20C(CO)C(O)C(O)C20) Non_sub Non_sub sub
C(=C1)C

NSC676615 CC(=0)OCC1OC(C(OC(=0)C)C(OC(=0)C)C10 Non_sub N on_sub Non_sub
C(=0)C)N2C3=C(CCCCCC3)C=C(C#N)C2=0

NSC676617 OCCIOC(CO)C(O)ICION2C3=C(CCCC3)C=C( Non_sub Non_sub sub
C#N)C2=S
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NSC678047 OCC1OC(C(O)C(O)CIOIN2C(=S)C(=C3C(=C2c Non_sub Non_sub sub
4cces4)CCc5ccccc35)CH#N

Oxp renolol CC(C)NCC(O)COclcccecclOCC=C N on_su b N on_su b Non_SU b

Pheniramine CN(C)CCC(cleccecl)c2cccen2 Non_sub Non_sub Non_sub

Practolol CC(C)NCC(O)COclcce(NC(=0)C)ccl Non_sub sub Non_sub

Propranok)l CC(C)NCC(O)COclcccc2cecccl?2 Non_SUb Non_sub Non_sub

Pyridostigmine CN(Q)C(=0)Oclcccn+](C)cl Non_sub Non_sub Non_sub

reserpic_acid CO[C@HJL[C@H](O)C[C@@H]2CN3CCc4c(In  Non_sub sub sub
H]c5¢c(OC)cccdS)[C@HIBC[C@@HI2[C@@H]

1C(=0)0

Selegiline C[C@H](Ccleccec)N(C)CCHC Non_sub Non_sub Non_sub

Sulfasalazine CNS(=0)(=0)Cclcecc2[nH]cc(CCN(C)C)c2cl Non_sub Non_sub sub

Tacrine CCWC(=C(/clcccccl)We2eccc(OCCN(C)C)ec2)c N on_su b N on_su b Non_su b
3ccece3

Testosterone Nclnc(N)e2ne(c(N)ne2nl)c3cccec3 Non_sub Non_sub Non_sub

Triforine CC1(OC(=0)N(C1=0)c2cc(Cl)cc(Chc2)C=C Non_sub sub sub

Warfarin CN(C)CWC=C(Wclccc(Br)ecl)/c2ccenc2 Non_SUb Non_sub Non_sub

Acebutolol CCOCINC(=0)CNC(=0)C2=C(N)C(=0)C(=C  sub sub sub
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30c4c(C)ecc(C(=0)NC5C(C)OC(=0)C(CIC)OIN(
C)C(=0)CN(C)C(=0)C6CCCNBC(=0)C(NC5=0)
C(O)O)caN=C23)C)C(C)OC(=0)C(CIC)OIN(C)C(

=0)CN(C)C(=0)C7CCCN7C1=0

actinomycin_d COcleccc2C(=0)c3c(0)cACIC@IO)CIC@HIO  syb sub sub
[C@HISCIC@H](N)[C@H](O)[C@H](C)OS5)cAc(
0)c3C(=0)c12)C(=0)CO

Aldosterone CCCCcloc2eccec2clC(=0)c3cc(e(OCCN(CO)C  gyb sub sub

Cc(he3

amoxicillin CCQCN(C[C@@H](0)[C@H](Cclcccccl)NC(=  syb Non_sub Non_sub
O)0O[C@H]2CCOC2)S(=0)(=0)c3ccc(N)ce3

Astemizole CCOC(=0)C1=C(CNC(=C(Clc2ccccc2CRIFF)  sub sub sub
C(=0)OCCNC(=0)c3ccc(cc3)N=[N+]=[N-])C

Bepridil C1CN=C(NWN=CWc2c3cccec3c(WC=NWNC4= g, b sub sub
NCCN4)c5ccecc25)N1

bunitrolol COC1=CC(=0)c2c(0)c(00)c(CC(C)OC(=0)0c3 sub Non_sub Non_sub
ccc(O)ee3)cdc2c1c5C(=CC(=0)cbe(O)c(OC)c(C
C(C)OC(=0)c7cccec?)cdc56)0C

catharanthine Cclnnc(SCC2=C(N3[C@H](SC2)[C@H](NC(=0  gub sub sub
JCndcnnn4)C3=0)C(=0)0)sl

Cefoperazone COIC@ILNC(=0)C25C(=C(C(=OIN)C(=O)0)S  sub sub sub
2)C35CC(=C(N3C1=0)C(=0)O)CSc4nnnn4C

Celiprolol COclecc2C[C@HI3N(C)CCcAcc(0C)c(0c5¢60C  gyb sub sub
Ocbec7CCN(C)[C@@H](Cc8ccc(Oclc2)cc8)c57
Jcc34
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Chloroquine C#N=C(#NCCSCclnc[nH]c1C)/NC#N sub sub sub
Cinchonidine OC(=0)C1=CN(C2CC2)c3cc(N4CCNCCA)c(Fce  sub sub sub
3C1=0

cis-flupenthixol CC[C@H]10C(=0)[C@H](Q)[C@@H](O[C@H]  syub sub sub
2C[C@@](C)(00)[C@@H](O)[C@H](C)02)[C@
H](O)[C@@H](O[C@@H]30[C@H](C)C[C@@
H]([C@H]30)N(C)C)[C@@](C)(C[C@@H](C)C(
=0)[C@H])(O)[C@@H](O)[C@]1(C)0)OC

Clotrimazole COC1=CC=C2C(=CC1=0)[C@H](CCc3cc(OC)c  syb Non_sub Non_sub
(OC)c(OC)c23)NC(=0)C

Corticosterone ClC@]12CCC(=0)C=C1CC[C@HB[C@@H]4C  syb sub sub
CIC@](0)(C(=0)CO)[C@@]4(C)C[C@H](O)IC
@H]23

CP100356 CCCINC(=0)CC(OCOCHC=CHONIOC(=0)  sub sub sub
C(CQICIN(C)C(=0)C(CC(OICIN(C)C(=0)C(CC(C
JON(QC(=0)C(ONC(=0)C(ONC(=0)C(CC(O)C
IN(C)C(=0)C(NC(=0)C(CC(C)CIN(C)C(=O)CN(
C)C1=0)C(C)C

Daunomycin NC(=N)N1CCcZccccc2Cl sub sub sub

Dexamethasone CCONIC(=C([C@H](C(=C1O)C(=0)ON2CCC(C  sub sub sub
C2)(c3cccce3)cdeccccd)cSecec(c5)[N+])(=0)[0-
NC(=0)0C)C

Dibucaine CIC@]12CCIC@H](O)CIC@H]ICCIC@@HIBIC  sub sub sub
@@H]2CC[C@]4(C)[C@H](CC[C@]340)C5=C
C(=0)0C5
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Digitoxin C[C@12CC[C@H](O)CIC@HIICC[C@@HIZ[C  sub sub sub
@@H]2C[C@@H](O)[C@M4(O)[C@H](CCIC@]3
40)C5=CC(=0)0C5

Digoxin OCCN(CCO)c1nc(N2CCCCC2)e3ne(ne(N4CCCC  gyb sub sub
C4)c3n1)N(CCO)CCO

Docetaxel Clelecc2N(C3CCN(CCCNAC(=0)NcSceeccdS)C  syb sub sub
€3)C(=0)Nc2cl

efavirenz CN1CCCC@@H]1Cc2c[nH]c3ccc(CCS(=0)(=0  syb sub Non_sub
Jcdececed)cc23

Emetine CIC1=C(CIC2(CIC3COS(=0)0CC3CLCHC2(C)  syb sub sub
a

[C@H]5CIC@H](N)[C@@H](O)[C@H](C)O5)c4
c(0)c3C(=0)c12)C(=0)CO

epothilone_a CCIC@HILOC(=0)[C@HIOC@@HIOIC@H]  syb sub sub
2C[C@@)O)(OO)[CR@H](O)IC@HI(O)02)IC@
HI(O[C@@H](O[C@@H]30[C@H](C)C[C@@
HI(IC@HIBON(O)OIC@NCO)(O)CIC@@H](C)C(
=0)[C@H](O)[C@@H](O)[C@]1(C)O

estradiol C[C@]12CC[C@H]3[C@@H](CCc4cc(O)ccc3d)[  sub sub sub
C@@H]1IC[C@@H](O)[C@@H]20

Etoposide CCO(C(=0)0)clecc(ccl)C(O)CCAN2CCC(CC2)  sub sub sub
C(O)(c3cccec3)cdeccccd
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flunitraze pam OCCNICCN(CCCN2c3cccec3Scaccc(cc24)C(F)( sub N on_sub Non_sub
F)F)CC1

Gallopamil OCL(CCN(CCCC(=0)c2ccc(F)ec2)CCl)c3ecc(C)  guyb sub sub
cc3

Hydrocortisone COcleccc2C(=0)3c(0)cAC[C@)(O)CIC@HIO  sub sub sub
[C@H]5CC(O)[C@H](O)[C@H](C)O5)c4c(O)c3
C(=0)c12)C(=0)CO

Idarubicin CC(C)CINC(=0)[C@@H]1CN(Cc2ccenc2)CCN sub sub sub
1C[C@@H](O)C[C@@H](Cc3cccec3)C(=0)N[C
@@H]4[C@H](O)Cc5cececcas

irinotecan CWC=CWclccc20COc2cl sub sub sub

Ivermectin CCN(CO)C(=0)c1c2C[C@H](C)CCc2scINC(=0)  gyb sub sub
c3cces3

C(=0)[C@H](CC(C)C)NC(=0)C

levofloxacin COclecc2Sc3cccce3N(CC(C)CN(C)C)c2cl sub sub Non_sub

Loperamide CCOC(=0)N1CCC(=C2c3ccc(Clcc3Clcdccenc2  gyb sub sub
4)CC1

losartan CCIC@H](Q)C(=0)0[C@HJIC[C@@H](C)C=C2 ¢yb sub sub
C=C[C@H](O)[C@H](CC[C@@H]3C[C@@H](O
JCC(=0)03)[C@@H]12
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LY335979 C(C1CN2CCC1CC2)N3cdcccccdSc5eccee3s sub sub sub

Methadone CIC@H]ICIC@H2[C@@HBCCIC@]O)C(=0)  sub Non_sub Non_sub
CO)IC@R@I3(C)CIC@HI(O)CR@H2[C@@)4(
C)C=CC(=0)C=C14

Methylreserpate CO[C@@H]([C@@H]1Cc2cc3cc(O[C@HI4CIC  gyub sub sub

@@H](O[C@H]5C[C@@H](0)[C@H](O)[Ce@

H](C)0S)[C@H](0)[C@@H](C)04)c(C)c(O)c3c(

Q)c2C(=0)[C@H]10[C@H]6eC[C@@H]|(O[C@

H]7C[C@@H](O[C@H]8C[C@](C)(O)[C@H](O)

[C@@H](C)08)[C@@H](O)[C@@H](C)O7)[C

@H](O)[C@@H](C)06)C(=0)[C@@H](O)[C@

@H](Q)0

mitomycin OCCNCCNelece(NCCNCCO)e2C(=0)c3c(O)cce  syb Non sub sub
(0)c3C(=0)c12

Monensin CNI1CC[C@]23[C@H]40c5¢c(O)ccc(C[C@@H]L  gyb sub sub
[C@@H]2C=C[C@@H]40)c35

morphine-6- CIC@HICIC@H2[CR@H3CCICRIO)C(=0)  sub Non_sub sub
glucuronide COIC@@IBOCIC@HIO)[CO@H2IC@@I4(
C)C=CC(=0)C=C14

navelbine CCC1=NN(CCCN2CCN(CC2)c3ccec(Che3)C(=0  gyb sub sub
JN1CCOc4cccecd

Nelfinavir Ccleenc2N(C3CC3)cdnccccd4C(=0)Ncl2 sub sub sub

Nimodipine CNCCC=Clc2ccecc2Cle3cccccl3 sub sub sub
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NSC328426 CC(C)CINC(=0)C(NC(=0)c2ccc(C)c30cac(Cc  syb sub sub
50C(=0)C(=Nc5c(C(=0)NC6C(C)OC(=0)C(C(
OCN(O)C(=0)CN(C)C(=0)CTCCCNTC(=0)C(N
€6=0)C(C)C)c4NCc23)c8cccce8)C(CIOC(=0)C(C
(CYON(C)C(=0)CN(C)C(=0)CICCCNIC1=0

NSC359449 CWC=CW1/NC(=0)[C@H]2CSSCCWC=CW[C@ ¢yb sub sub
H](CC(=0)N[C@H](C(C)C)C(=0)N2)OC(=0)[C
@@H](NC1=0)C(C)C

NSC640085 CNI1CCC=CCl1 sub sub sub

Ondansetron CC(=0)O[C@H]1C(=0)[C@]2(Q)[C@@H](O)C[ sub Non_sub Non_sub
C@H]30C[C@@]3(0C(=0)C)[C@H]2[C@H](O
C(=0)cdccccced)[C@]5(0)CIC@H](OC(=0)[C@
H)(O)[C@@H](NC(=0)cbeccceeb)c7cccec7)C(=
C1C5(C)C)C

Pafenolol Nclecee(ccl)C(=C2C=CC(=N)C=C2)c3ccc(N)cc  syb sub sub

‘

Perphenazine CCCLC(=0)NC(=0O)NC1=0)c2ccccc2 sub sub sub

Phenoxazine O=CINC(=0)C(N1)(c2ccccc2)c3cccce3 sub Non_sub Non_sub

Pimozide COclec2ne(nc(N)c2cc1OC)N3CCN(CC3)C(=0) sub sub sub
cdocccd

promazine CNCCCClc2ccccc2C=Ce3cccccl3 sub sub sub

Puromycin COclecee2nece([C@H](O)[C@H]3C[C@@H]4C sub Non_sub sub
CN3C[C@®@H]4C=C)c2cl

Quinine COo[C@@H]IC[C@H](C[Ce@H]OIC@@H]2C  syb sub sub
C(=0)[CeH](OWC=C(/COW¥[C@@H])(O)[Ce@
HJ(OQ)C(=0)[C@H](C)C[C@H)(C)WC=C/C=C/
C=C(#Q)/[C@H)(C[C@@H]3CC[C@@H](Q)[C
@@](0)(03)C(=0)C(=0)N4CCCC[C@H]4C(=0
102)0C)CC[C@H]10
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Reserpine COC(=0)clecccecclC2=C3C=CC(=[NH2+]))C=C  guyb sub sub
30c4cc(N)ccc24

Rifampicin CC1=C(CCN2CCC(CC2)c3nocdec(Flece34)C(=0  gyb sub sub
JN5CCCCC5=N1

Ritonavir Fcleee(ccl)C(CNC2CCN(CC2)e3ne(NCC=C)nc(  sup sub sub
NCC=C)n3)cdccc(Fecd

Safingol CCOONC(=0)[C@@H]IC[C@@H]2CCCCIC  gub sub sub
@@H]2CN1C[C@@H](O)[C@H](Cc3cccee3)N
C(=0)[C@H](CC(=0)N)NC(=0)cdccc5ececcesn

‘

sparfloxacin C[C@@H]LCN(C[C@H](C)NL)c2¢(Fc(N)e3C(=  sub sub
0O)C(=CN(C4CC4)c3c2F)C(=0)0

w
c
o

Staurosporine CN[C@@H]IC[CE@HI20[C@@](C)([C@@H]1IO  gyb sub
C)n3cdcccecdc5e6CNC(=0)cbe7c8ecccc8n2cTc

w
c
o

w
w

talinolol CCOCINCC(O)COCLecc(NC(=0)NC2CCCCC2)  gyb sub
ccl

wv
c
o

Teniposide COclce(cc(0Q)c1O)[C@HIZ[C@@H]I3[C@H]C  sub sub sub
0C3=0)[C@H](O[C@@H]40[C@@H]5CO[C
@H](O[C@H]5[C@H](O)[C@H}40)cbeeesb)cTc
€c80C0c8cc27
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tetraphenylphospho  clcec(ccl)[P+](c2ccecc2)(c3cecce3d)cdcecceed sub Non_sub Non_sub

nium

Topotecan CC[C@@]1(0)C(=0)0CC2=C1C=C3N(Cclcc5c  gyb sub sub
(CN(C)C)c(O)cec5ne34)C2=0

trazodone Clelecce(c)N2CCN(CCCN3N=C4C=CC=CN4C ¢y sub sub
3=0)CC2

Triflupromazine CN(C)CCCN1c2cccce2Sc3ccc(ccl3)C(F)(FF sub sub sub

Valinomycin CCOCINC(=0)C(QOC(=0)C(NC(=0)C(OC(=  sub sub sub
O)C(NC(=0)C(C)OC(=0)C(NC(=0)C(OC(=0)C(
NC(=0)C(C)OC(=0)C(NC(=0)C(OC1=0)C(C)O)
C(OOCO)OCOOCOOCOOCcOcC

Vincristine CCIC@]1(O)C[C@H]2CN(CCc3c([nH]c4cccee34  gyb sub sub
NIC@@](C2)(C(=0)OC)c5cchbe(ccSOCIN(C=0)[
C@HJ7[C@](O)([C@H](OC(=0)O)[C@]8(CC)C=
CCNI9CC[C@]67[C@H]89)C(=0)0C)C1

Vindoline CCCl2C=CCN3CC[Ce@@)4([C@H3)[C@@H]( sub sub sub
N(C)c5¢cc(OC)cecc45)[C@O)([C@@H]20C(=0)
Q)C(=0)0C



